The novel 5-(3-dimethylane-p-tolylsulfonyl)-propyl-3-(4-flurophenyl)-isoxazole was synthesized and the compound was characterized by spectroscopic techniques and finally confirmed by X-ray diffraction studies. The title compound crystallizes in the triclinic crystal class in the space group P1 with cell parameters a = 5.9350(6)Å, b = 10.1850 (14) Å, c = 14.8270(2)Å, a = 104.938(4)˚, b = 97.960(8)˚, g = 90.933(6)˚ and Z = 2. The isoxazole ring is planar. The molecular structure exhibits intermolecular hydrogen bonds of the type C-H·O. The final residual factor is R1 = 0.0433. After completion of the reaction, the solvent was evaporated under a vacuum; 40 ml of distilled water was added and cooled to 5 -8˚C for 1 h and filtered at the same temperature to obtain a white solid.
After a solution of 4-fluorobenzaldoxime (1 equivalent) in ethanol was taken in a round-bottomed flask, 2 -5 equivalents of CAT and 2 equivalents of dipolarophiles 3 were added. The reaction mixture was stirred for 8 to 10 h at room temperature, and TLC was checked. After completion of the reaction, the solvent was evaporated under a vacuum and the crude product of 3,5-disubstituted isoxazole was recrystallized and purified using column chromatography using hexane and ethyl acetate as eluents. Figure 1 represents a schematic diagram of the molecule. The spectral data and synthetic scheme are deposited at the journal website. Details of the crystal data and refinement are given in Table 1 .
The bond lengths and bond angles of all non-hydrogen atoms (Table 2S ) are in good agreement with the standard values. 14 The five-membered isoxazole ring is planar with a root-meansquare deviation of 0.060 Å. The fluorine-substituted phenyl ring (C6 to C11) is inclined at an angle of 10.79(1)˚ to the isoxazole ring (N1 to C5) which indicates that the rings are in an axial plane. The dihedral angle between the isoxazole ring (N1 to C5), and the phenyl ring (C19 to C24) bridged by the sulfonyl group is 38.04(1)˚. The oxygen atoms of the sulfonyl group O17 and O18 are oriented in +anti-periplanar and -antiperiplanar conformations, as indicated by the torsion-angle values of 157.78(18)˚ and -158.77(18)˚ for C24-C19-S16-O18 and C20-C19-S16-O17 respectively. The geometry around the S atom is a distorted tetra-hedron. The distortion observed along O17-S16-O18 is 119.81(11)˚. This value is large compared with the standard value of 109.5˚. The bond lengths N1-O2 = 1.404(3)Å and O2-C3 = 1.355(3)Å are comparable to those of reported compounds. 15 The inter-molecular weak hydrogen bond C24-H24·O17, which exists between the dimethyl moiety and the sulfonyl group, has a length of 3.256(3)Å and an angle of 133˚ with symmetry code 1-x, 1-y, -z. The other hydrogen bond, C14-H14·O18, has a length of 3.157(3)Å and an angle of 126˚ with symmetry code 2-x, -y, -z. The packing of the molecules when viewed down the a axis indicates that the molecules are interlinked by hydrogen bonds to form a polymeric chain-like structure, as shown in Fig. 3 . 
